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We constructed a linear synchronous path connecting G M − dbs
. By using the same set of geometric variables β k (inter-atomic distances, angles and dihedral angles, k = 1, . . . , 3N − 6), we define a set of λ − 1 (N B : λ = 20) intermediate structures:
where β Figure S1 : The low-lying conformers of the neutral keto structures of AA with interconnecting barriers separating them. The relative energies (in kcal/mol) were obtained at the CCSD(T)/ADZ level of theory and corrected for the MP2/ADZ zero-point vibration energies. The dipole moments, µ, determined at the CCSD level are in Debyes. Figure S4 : The relative energies (in kcal/mol, with respect to K1), the VDEs and AEAs (in eV) and the C1-C2-C3-C4 dihedral angle (in • ) for valence-bound anionic structures considered in this study, all characterized at MP2/ADZ level of theory. VB1 is equivalent to VB in the main text. 
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